Gadusol
Min S 0 C -1.64476100 -0.49540300 0.09981700 C -1.74191700 0.99153600 0.41251300 C -1.03894000 1.90122400 -0.41708300 C -0.30828800 1.52448700 -1.55504200 C -0.27976000 0.03841700 -1.92177600 C -0.42994200 -0.91000900 -0.72626600 O 0.27245300 2.30251200 -2.31312500 O -1.33551000 -0.12982300 -2.83716400 O -1.19229400 3.25386200 -0.16176600 C -0.25404100 3.78259600 0.73439100 O -2.44109700 1.33285200 1.36266700 C 0.85405500 -1.02788000 0.12117000 O 1.13148600 0.02457200 1.00967200 O -0.61057100 -2.18956700 -1.30018200 H 0.66988600 -0.15888300 -2.41376900 H -1.67457600 -1.03268700 1.04280100 H -2.54137500 -0.76334200 -0.45180600 H -0.47423800 4.83610800 0.86214900 H -0.31738500 3.29190500 1.70044200 H 0.75552500 3.68125200 0.34678300 H 0.74356900 -1.91428900 0.73388100 H 1.69553600 -1.19639400 -0.54665500 H 0.93591800 0.85940300 0.60339100 H -0.93494500 -2.81334100 -0.64443700 H -1.40419600 -1.06512800 -3.04445400
CI S 2 /S 1 C -1.88329200 -0.33992600 0.11155000 C -1.82957000 1.16277800 0.06091300 C -0.85365700 -1.04340600 -0.56737300 C 0.31053000 -0.29854500 -1.11340200 C -0.41320700 1.68258700 0.36826000 C 0.55419100 1.13829800 -0.69481500 O -0.94987600 -2.35886900 -0.63399600 C 0.18841400 -3.16025400 -0.89818200 O -1.90324000 -0.84040900 1.35758200 O 0.53101700 -0.54918100 -2.44343300 C 0.03819000 1.35001600 1.80430000 O 0.78146900 0.16226500 1.82874500 O -0.53598900 3.08895100 0.25830900 H -2.51346700 1.55735900 0.80731600 O -2.20359300 1.56380100 -1.22061300 H 1.58253500 1.24402700 -0.35974200 H 0.43541000 1.77675500 -1.56570000 H -0.14544900 -4.18259800 -0.79109000 H 0.55558800 -2.99557200 -1.90158500 H 0.97602000 -2.95820200 -0.18157900 H 0.36632400 0.22581500 -2.96869800 H 0.65073900 2.17156900 2.16600700 H -0.83054200 1.28721000 2.44966500 H 0.55507100 -0.33908300 2.59843900 H 0.31427200 3.50032200 0.33945400 H -2.14288900 2.51029300 -1.25032700
CI S 1 /S 0 C -1.82447300 -0.32730200 0.08107000 C -1.81345700 1.18517000 0.12545400 C -1.09718800 -0.99673800 -0.82815600 C -0.10874800 -0.15261400 -1.59192900 C -0.33066900 1.55699400 0.37225700 C 0.54072000 0.96963900 -0.80464800 O -0.84833800 -2.32684300 -0.69538400 C 0.50303500 -2.57960700 -0.40321100 O -2.19077600 - Gadusolate Structure B C -1.66405400 -0.48532300 0.09122100 C -1.78104600 0.99295200 0.32943900 C -1.14303500 1.90565500 -0.40467600 C -0.20531300 1.49093900 -1.45332400 C -0.28781600 0.04289700 -1.93647200 C -0.44811400 -0.91584500 -0.73912000 O 0.50983000 2.30400200 -2.00302600 O -1.31978700 0.02051100 -2.80231200 O -1.30849500 3.24618900 -0.17231100 C -0.39769700 3.79384800 0.75358000 O -2.59976400 1.39060400 1.30822900 C 0.82968400 -1.05834300 0.10543000 O 1.29426800 0.11178900 0.72799400 O -0.68183700 -2.20626400 -1.26681800 H 0.69407500 -0.18611300 -2.39035800 H -1.66730400 -0.98903500 1.05718900 H -2.55704100 -0.80397500 -0.43803800 H -0.63487000 4.84553000 0.84570200 H -0.49920000 3.31720900 1.72163900 H 0.62065100 3.68549900 0.40140700 H -3.01451100 0.64814800 1.76041300 H 0.63254600 -1.77037000 0.90122100 H 1.59993700 -1.48605900 -0.52926800 H 1.86400700 0.59551200 0.12844200 C -1.64476100 -0.49540300 0.09981700 C -1.74191700 0.99153600 0.41251300 C -1.03894000 1.90122400 -0.41708300 C -0.30828800 1.52448700 -1.55504200 C -0.27976000 0.03841700 -1.92177600 C -0.42994200 -0.91000900 -0.72626600 O 0.27245300 2.30251200 -2.31312500 O -1.33551000 -0.12982300 -2.83716400 O -1.19229400 3.25386200 -0.16176600 C -0.25404100 3.78259600 0.73439100 O -2.44109700 1.33285200 1.36266700 C 0.85405500 -1.02788000 0.12117000 O 1.13148600 0.02457200 1.00967200 O -0.61057100 -2.18956700 -1.30018200 H 0.66988600 -0.15888300 -2.41376900 H -1.67457600 -1.03268700 1.04280100 H -2.54137500 -0.76334200 -0.45180600 H -0.47423800 4.83610800 0.86214900 H -0.31738500 3.29190500 1.70044200 H 0.75552500 3.68125200 0.34678300 H 0.74356900 -1.91428900 0.73388100 H 1.69553600 -1.19639400 -0.54665500 H 0.93591800 0.85940300 0.60339100 H -0.93494500 -2.81334100 -0.64443700 H -1.40419600 -1.06512800 -3.04445400
CI S 1 /S 0 C -0.91486100 -0.68869800 0.59433200 C -0.47307700 0.50542700 1.48156000 C -0.70569400 1.76924500 0.69282000 C -0.14402800 1.79202200 -0.64468300 C -0.64533000 0.71548100 -1.54346100 C -0.45218200 -0.65626200 -0.86028500 O 1.16453700 1.89389700 -0.72512700 O -2.00421900 0.92880200 -1.78341600 O -1.52288100 2.81916100 1.05202600 C -1.48010100 3.92164700 0.13341500 O -0.12635100 0.30916900 2.64955400 C 1.03370200 -1.06263900 -1.00775400 O 1.38423600 -2.12211800 -0.15029500 O -1.23639400 -1.57531000 -1.62069600 H -0.04406300 0.78608100 -2.44863700 H -0.60432900 -1.64201300 1.02360900 H -2.00245500 -0.66945900 0.53739600 H -1.95775300 4.77848400 0.57591600 H -0.44908300 4.17051100 -0.13842200 H -1.98113800 3.67980400 -0.80818500 H 1.16291000 -1.37869700 -2.04144600 H 1.63534900 -0.18280400 -0.82746100 H 2.18045500 -1.89597900 0.30340200 H -1.14163400 -2.43728700 -1.24407700 H -2.24102500 0.36551600 -2.50393500
